Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.014 Å; R factor = 0.103; wR factor = 0.316; data-to-parameter ratio = 9.9.
In the crystal structure of the title compound, C 26 H 27 NO 3 , a one-dimensional network of C-HÁ Á ÁO hydrogen bonds and -ring interactions is responsible for crystal stabilization. Intermolecular hydrogen bonds and C-HÁ Á Á interactions produce R 2 2 (10), R 4 4 (27) and R 4 4 (29) rings.
Related literature
Six-membered nitrogen heterocycles are key units in medicinal chemistry and versatile intermediates in organic synthesis, see: Dong et al. (2005) and references therein. 4(1H)-pyridinones are of great importance for pharmacological reasons, see: Hershko et al. (1999) . The reaction of primary amines with 4(1H)-pyrones to form 4(1H)-pyridinones has been known for more than 90 years (Peratoner, 1906) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For the reaction of dibenzoylmethane with oxalyl chloride, see: Ş ener et al. (2007) .
Experimental
Crystal data C 26 H 27 NO 3 M r = 401.49 Orthorhombic, P2 1 2 1 2 1 a = 7.7879 (3) Å b = 12.6502 (6) Å c = 23.6491 (14) Å V = 2329.9 (2) Å 3 Z = 4 Mo K radiation = 0.07 mm À1 T = 296 K 0.45 Â 0.34 Â 0.16 mm
Data collection
Stoe IPDS-II diffractometer Absorption correction: none 10674 measured reflections 2632 independent reflections 1239 reflections with I > 2(I) R int = 0.096 Refinement R[F 2 > 2(F 2 )] = 0.103 wR(F 2 ) = 0.316 S = 0.97 2632 reflections 266 parameters 1 restraint H-atom parameters constrained Á max = 0.44 e Å À3 Á min = À0.60 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; y À 1 2 ; Àz þ 3 2 ; (ii) Àx þ 2; y À 1 2 ; Àz þ 3 2 ; (iii) Àx þ 1; y þ 1 2 ; Àz þ 3 2 . Cg2 and Cg3 are the centroids of the C1-C6 and C16-C21 rings, respectively.
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999).
3,5-Dibenzoyl-2,6-dimethyl-1-pentyl-4-pyridone Z. S. Sahin, S. Isik, A. Sener and M. Tan
Comment
Six-membered nitrogen heterocycles are key units in medicinal chemistry and versatile intermediates in organic synthesis (Dong et al., 2005 , and references therein). 4(1H)-pyridinones are of great importance for pharmacological reasons (Hershko et al., 1999) . On the other hand, the reaction of primary amines with 4(1H)-pyrones to form 4(1H)-pyridinones have been known for more than 90 years (Peratoner, 1906) . Both one step synthesis 3-acetyl-5-benzoyl-6-methyl-2-phenyl-4(1H)pyrone derivative 1 (scheme 2) from the reaction of dibenzoylmethane with oxalyl chloride and the reactions of 1 with primary amines have been reported recently (Şener et al., 2007) . These studies relieved that 1 could reacts with n-pentylamine even when it is accompanying with a rearrangement to give a pyridinone derivative 2 ( Fig. 3 ) with symmetrical structure.
Here, it has been planned to confirm this symmetrical structure of 2 by X-ray diffraction method.
The molecular structure and atom-numbering scheme is shown in Fig. 1 ; selected bond lengths are given in Table 1 . The C7-O1, C9-O2 and C15-O3 bond lengths are indicative of a significant double-bond character, respectively ( Table 1) .
The pyridine ring is twisted with C1-and C16-benzene rings with dihedral angles of 89.9 (3)° and 86.9 (3)°, respectively.
In the crystal structure the weak C-H···O hydrogen bonding occurs (Table 2) Experimental 3-Acetyl-5-benzoyl-2-phenyl-6-methyl-4-pyrone (0.33 g, 1 mmol) and n-pentylamine derivative (0.23 ml, 2 mmol) were refluxed in ethanol for 36 h. The solvent was evaporated under reduced pressure to give an oily residue which was treated with ether and finally crystallized from ethanol. Yield 35%, mp 210°C.
Refinement
All H atoms were placed in calculated positions and constrained to ride on their parents atoms, with C-H = 0.93-0.97 A°a nd U iso (H) = 1.2U eq (C) or 1.5U eq (C). The absolute structure was not determined, Friedels pairs were merged. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.8305 (12) 0.7239 (8) (9) 0.094 (7) 0.009 (6) −0.003 (5) 0.037 (6) C3 0.102 (8) 0.119 (9) 0.113 (9) 0.021 (7) 0.017 (7) 0.034 (7) C4 0.132 (9) 0.083 (6) 0.098 (7) 0.016 (6) 
